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FILE 1 HOME 1 ENTERED AT 14:54:55 ON 10 NOV 2006 



=> file reg 



COST IN U.S. DOLLARS 
FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
0.21 



TOTAL 
SESSION 
0.21 



FILE 'REGISTRY' ENTERED AT 14:55:12 ON 10 NOV 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN 'CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 9 NOV 2006 HIGHEST RN 912878-87-6 
DICTIONARY FILE UPDATES: 9 NOV 2006 HIGHEST RN 912878-87-6 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 30, 2006 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http: //www. cas . org/ONLINE/UG/regprops .html 

=> 

Uploading C:\Program Files\Stnexp\Queries\10683756-l . str 
LI STRUCTURE UPLOADED 



=> d 11 

LI HAS NO ANSWERS 
LI STR 




Structure attributes must be viewed using STN Express query preparation. 



=> s 11 

SAMPLE SEARCH INITIATED 14:55:33 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 6820 TO ITERATE 



29.3% PROCESSED 2000 ITERATIONS 

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 00.00.01 



0 ANSWERS 



FULL FILE PROJECTIONS: ONLINE **COMPLETE** 

BATCH ** COMPLETE** 
PROJECTED ITERATIONS: 131449 TO 141351 

PROJECTED ANSWERS: 0 TO 0 

L2 0 SEA SSS SAM LI 



=> s 11 full 

FULL SEARCH INITIATED 14:55:40 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 135643 TO ITERATE 

100.0% PROCESSED 135643 ITERATIONS 48 ANSWERS 

SEARCH TIME: 00.00.08 

L3 48 SEA SSS FUL LI 

=> d 13 scan 

L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Carbamic acid, [ ( IS, 2S, 4E, 6R, 7R) -8- [ [ ( IS ) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] amino] -1- [ [4- (1, 1-dimethylethoxy) phenyl] methyl ] -2, 
dihydroxy-8-oxo-7- (phenylmethyl) -4-octenyl] -, 1, 1-dimethylethyl ester 
(9CI) 

MF C40 H53 N3 07 

Absolute stereochemistry. 
Double bond geometry as shown. 




O 



**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :20 

L3 4 8 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- ( 4- 
. hydroxy-2, 6-dimethylphenyl ) -2-heptenyl ] -N- ( 2-phenylethyl ) - , (aR) - 
(9CI) 

MF C32 H40 N2 04 



Absolute stereochemistry. 
Double bond geometry as shown. 




** PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 

L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ ( 1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl ] -N- [ (IS) -2-amino-2-oxo- 1- 
(phenylmethyl) ethyl]-, (aR)- (9CI) 

MF C33 H41 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxyphenyl) -2-heptenyl] -N- [ (1S,2R) -2-hydroxy-l- (phenylmethyl ) 
butenyl]-, (ctR) - (9CI) 

MF C33 H40 N2 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE ' PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxyphenyl) -2-heptenyl] -N- (2-phenylethyl) -, (aR) - (9CI) 



MF C30 H36 N2 04 



Absolute stereochemistry. 
Double bond geometry as shown. 



OH OH 0 




** PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (IS, 2Z, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] -, 
(ctR)- (9CI) 

MF C31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE ! PROP f FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (IS, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] -, 
(aS)- (9CI) 

MF C31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 4 8 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ ( IR, 2E, 5R, 6S) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) 
MF C31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) 
MF C31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PR0PERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1R, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aS)- (9CI) 
MF C31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1S,2E,5S,6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ (IS) -1- {hydroxymethyl ) 
phenylethyl]-, (aR) - (9CI) 

MF C33 H42 N2 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- ( 2-phenylethyl ) -, (aR) - 
(9CI) 

MF C32 H40 N2 04 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- 



(phenylmethyl) ethyl]-, (otR) - (9CI) 
MF C33 H41 N3 05 



Absolute stereochemistry. 
Double bond geometry as shown. 




**PR0PERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl ] -N- [ ( IS) -1- (hydroxymethyl ) -2-phenylethyl] -, 
(aR)- (9CI) 
MF C31 H38 N2 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PR0PERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (IS, 2Z, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] -, 
(aR)- (9CI) 
MF C31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE ? PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 
IN Benzenenonanamide, n-amino-N- [ ( IS ) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] -p,£, 4-trihydroxy-ct- (phenylmethyl ) 

(aR,0R,£R,riS)- (9CI) 
MF C31 H39 N3 05 

Absolute stereochemistry. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP ' FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl ] -N- [ ( IS ) -2-amino-2-oxo- 1- (phenylmethyl ) ethyl ] 
(ccS)- (9CI) 

MF C31 H37 N3 05 

Absolute stereochemistry .- 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE 'PROP* FORMAT** 

L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1R, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) 

MF C31 H37 N3 05 



Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1R, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aS)- (9CI) 

MF €31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Carbamic acid^ [ ( IS, 2R, 4E, 6R, 7R)-8-[[(lS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] amino] -1- [ [4- (1, 1-dimethylethoxy) phenyl] methyl] -2, 6 
dihydroxy-8-oxo-7- (phenylmethyl) -4-octenyl] 1, 1-dimethylethyl ester 
(9CI) • 
MF C40 H53 N3 07 

Absolute stereochemistry. 
Double bond geometry as shown. 




0 



**PR0PERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



L3 48 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S ) -6-amino-l , 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl ] -N- (2-phenylethyl ) (aR) - 
(9CI) 

MF C32 H40 N2 04 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




**PROPERTY DATA AVAILABLE IN THE 1 PROP 1 FORMAT** 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :o 
'0' IS NOT VALID HERE 

To display more answers, enter the number of answers you would like to 
see. To end the display, enter "NONE", "N", "0", or "END". 
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :0 

=> file caplus 

COST IN U.S. DOLLARS SINCE FILE TOTAL 



FILE ' CAPLUS 1 ENTERED AT 14:56:30 ON 10 NOV 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 10 Nov 2006 VOL 145 ISS 21 
FILE LAST UPDATED: 9 Nov 2006 (20061109/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http: / /www. cas . org/inf opolicy.html 



FULL ESTIMATED COST 



ENTRY 
167.38 



SESSION 
167.59 



=> s 13 
L4 



3 L3 



=> d 14 ibib abs hitstr 1- 

YOU HAVE REQUESTED DATA FROM 3 ANSWERS 



- CONTINUE? Y/ (N) :y 



L4 ANSWER 1 OF 3 CAPLUS COPYRIGHT 2006 ACS on STN 



ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 

INVENTOR (S) : 

PATENT ASSIGNEE (S) : 
SOURCE: 

DOCUMENT TYPE: 
LANGUAGE: 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2004:333687 CAPLUS 
140:339637 

Preparation of peptidomimetic ja-opioid receptor 
ligands 

Harrison, Bryce; Gierasch, Tiffany Malinky; Verdine, 
Gregory L.; Shi, Zhangjie 

President and Fellows of Harvard College, USA 

PCT Int. Appl., 128 pp. 

CODEN: PIXXD2 

Patent 

English 

1 



PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



WO 


2004033414 




Al 




20040422 




WO 2003- 
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20031010 
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RW: GH, 
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RO, 
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SK, TR, 
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BJ, 
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GN, 
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GW, 
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NE, 


SN, 
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2003279953 




Al 




20040504 




AU 2003- 


279953 




20031010 


US 


2004254225 




Al 




20041216 




US 2003- 


683756 




20031010 


PRIORITY APPLN. 


INFO 














US 2002- 


417925P 




P 20021011 




















US 2003- 


44342 


:8P 




P 20030129 




















WO 2003- 


US322 


:80 




W 20031010 



OTHER SOURCE (S) 
AB 



MARPAT 140:339637 



IT 



The invention relates to peptidomimetic compds . derived from 
aralkyl-substituted aminodihydroxyalk (en) oic acids which are modulators of 
the ^-opioid receptor (MOR) and thus have therapeutic applications . 
The claims include compds. of general formula 

R52NCHRlCH(OH)CH2CHRCHRCH(OH)CHR2CO-X~CHR3R4 [R2 is H2 or a bond; X is N, 
O or S; R1-R3 are (un) substituted (hetero) arylalkyl ; R4 is H, CONR72 (R7 
is H, alkyl, acyl or a protecting group), CONHR7, CH20H, CH(OH)CH:CH2 or 
CONHCHR1 0CO2H (R10 is an amino acid side chain); R5 is H, alk(en)yl, 
(hetero) aryl, acyl, a protecting group or COCHR10CO2H] or their 
pharmaceutically-acceptable salts. Thus, stereoisomeric 

H2NCH (CH2C6H40H-p) CH (OH) CH2CH: CHCH (OH) CH(CH2Ph) CONHCH (CH2Ph) CONH2 (2) were 
prepared and assayed for binding affinity for MOR [8.8 ± 0.7 nM for 
(S,S,S,R)-2, vs. 1.2 ± 0.1 nM for endomorphin 2]. 
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503186-39-8P 503186-40-1P 503186-41-2P 



479495-70-0P 
479495-73-3P 
479495-76-6P 
479495-79-9P 
479495-83-5P 
479495-86-8P 



503186-42-3P 503186-43-4P 503186-44-5P 
503186-45-6P 503186-46-7P 503186-47-8P 
503186-48-9P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of peptidomimetic u-opioid receptor ligands) 
RN 479495-67-5 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aS)- (9CI) . (CA INDEX NAME) 

Absolute stereochemistry. 

Double bond geometry as shown. - 




RN 479495-68-6 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-69-7 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-70-0 CAPLUS 



CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl ] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl ) ethyl ] 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-71-1 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-72-2 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-73-3 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-74-4 . CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
' (aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-75-5 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- ( 4- 

hydroxyphenyl ) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] -, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-76-6 CAPLUS 

CN Benzenepropanamide , a- [ ( 1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-77-7 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-78-8 CAPLUS 

CN Benzenepropanamide, ot- [ (1R, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-79-9 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-80-2 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- ( 4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-81-3 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] -, 
(ccS) - (9CI) (CA INDEX NAME) ■ ■ *' 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-83-5 CAPLUS 

CN Benzenenonanamide, -n-amino-N- [ ( IS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] -p, Q, 4-trihydroxy-a- (phenylmethyl) -, 
(aR,pS,£S,TiS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 479495-84-6 CAPLUS 

CN Benzenenonanamide, n-amino-N- [ ( IS) -2-amino-2-oxo-l- 

( phenylmethyl) ethyl] -p,C, 4-trihydroxy-a- (phenylmethyl) -, 
(aR, PR,CS,tiS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 479495-85-7 CAPLUS 

CN Benzenenonanamide, -n-amino-N- [ ( IS ) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] -p,C, 4-trihydroxy-a- (phenylmethyl ) 
(aR,pR,£R,7iS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 479495-86-8 CAPLUS 

CN Benzenenonanamide, T|-amino-N-{ (IS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] -p,C, 4-trihydroxy-a- (phenylmethyl) -, 
(aR,pS,£R,r|S) (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 479496-03-2 CAPLUS 

CN . Benzenepropanamide, a- [ ( IS, 2Z, 5S, 6S )- 6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] ~N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(ctR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-04-3 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2Z, 5S, 6S ) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl ] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-05-4 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2Z, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-06-5 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2Z, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] -, 
(otR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-11-2 CAPLUS 

CN Benzenepropanamide, a-.[ (IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy- 7- (4- 
hydroxyphenyl) -2-heptenyl] -N- (2-phenylethyl) -, (aR) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



HCT 




RN 479496-12-3 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxyphenyl ) -2-heptenyl ] -N- ( 2-phenylethyl ) - , (ctR) - ( 9CI ) ( CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



OH OH O 




RN 479496-13-4 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxyphenyl) -2-heptenyl] -N- (2-phenylethyl ) - , (ccR) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



OH OH 0 




RN 479496-14-5 CAPLUS 

CN . Benzenepropanamide, a- [ ( IS, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -1- (hydroxymethyl ) -2-phenylethyl] 
(otR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-15-6 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -1- (hydroxymethyl) -2-phenylethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




.RN 479496-16-7 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S) -6-amino-l, 5 -di hydroxy- 7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -1- (hydroxymethyl ) -2-phenylethyl] 
(otR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-17-8 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (1S,2R) -2-hydroxy-l- (phenylmethyl ) -3- 
butenyl]-, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-18-9 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS, 2R) -2-hydroxy-l- (phenylmethyl ) -3- 
butenyl]-, (aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-19-0 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S) -6-amino-l , 5-dihydroxy-7- (4- 
hydroxyphenyl) -2-heptenyl] -N- [ (IS, 2R) -2-hydroxy-l- (phenylmethyl ) 
butenyl]-, (aR)- (9CI) ' (CA INDEX NAME) . 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-38-7 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S ) -6-amino-l , 5-dihydroxy-7- (4 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl ] -N- [ (IS) -2-amino-2-oxo-l 
(phenylmethyl) ethyl]-, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-39-8 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5R, 6S ) -6-amino-l, 5-dihydroxy-7- ( 4 
hydroxy-2 , 6-dimethylphenyl ) -2-heptenyl ] -N- [ ( IS ) -2-amino-2-oxo- 1 
(phenylmethyl) ethyl]-, (aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Ph 




RN 503186-40-1 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- ( 4 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l 
(phenylmethyl) ethyl]-, (aR) - (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-41-2 CAPLUS 

CN Benzenepropanamide, a- [ (1R,2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo- 1- 
(phenylmethyl.) ethyl]-, (aR)- (9CI) (CA INDEX NAME)- 

Absolute stereochemistry. 
Double bond geometry as shown. 



Ph 




RN 503186-42-3 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- 
(phenylmethyl) ethyl]-, (aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Ph 




RN 503186-43-4 CAPLUS 

CN Benzenepropanamide, a- [ (1S,2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl] -N- (2-phenylethyl) -, (aR) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




RN 503186-44-5 CAPLUS 

CN Benzenepropanamide, a- [ (1S,2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl] -N- ( 2-phenylethyl ) -, (otR) 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O' 




RN 503186-45-6 CAPLUS 

CN Benzenepropanamide, a- [ (1R,2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- (2-phenylethyl) -, (aR) 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




RN 503186-46-7 CAPLUS 

CN . Benzenepropanamide, a- [ ( 1R, 2E, 5R, 6S ) -6-amino-l, 5-dihydroxy-7- ( 4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- (2-phenylethyl) -, (aR) 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




RN 503186-47-8 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- (2-phenylethyl) (aS) 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH 0 




RN 503186-48-9 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxy-2 , 6-dimethylphenyl ) -2-heptenyl ] -N- [ ( IS ) -1- (hydroxymethyl ) -2- 
phenylethyl]-, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




IT 680187-48-8DP, resin-bound 680187-49-9DP, resin-bound 
680187-50-2DP, resin-bound 680187-51-3DP, resin-bound 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of peptidomimetic n-opioid receptor ligands) 
RN 680187-48-8 CAPLUS 

CN Carbamic acid, [ (lS,2S,4E,6S,7R)-8-[ [ (IS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] amino] -1- [ [ 4- ( 1, 1-dimethylethoxy) phenyl] methyl] -2 , 6- 
. dihydroxy-8-oxo-7- (phenylmethyl ) -4-octenyl] -, 1, 1-dimethylethyl ester 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




O 



RN 680187-49-9 CAPLUS 

CN Carbamic acid, [ ( IS, 2S, 4E, 6R, 7R) -8- [ [ ( IS ) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] amino] -1- [ [4- (1, 1-dimethylethoxy) phenyl] methyl] -2,6- 
dihydroxy-8-oxo-7- (phenylmethyl) -4-octenyl] -, 1, 1-dimethylethyl ester 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




0 



RN 680187-50-2 CAPLUS 

CN Carbamic acid, [ ( IS, 2R, 4E, 6R f 7R)-8-[ [ (IS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] amino] -1- [ [4- (1, 1-dimethylethoxy) phenyl] methyl] -2, 6- 
dihydroxy-8-oxo-7- (phenylmethyl ) -4-octenyl] -, 1, 1-dimethylethyl ester 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




0 



RN 680187-51-3 CAPLUS 

CN Carbamic acid, [ ( IS, 2R, 4E, 6S, 7R) -8- [ [ ( IS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] amino] -1- [ [ 4- ( 1, 1-dimethylethoxy) phenyl] methyl] -2, 6- 
dihydroxy-8-oxo-7- (phenylmethyl) -4-octenyl] -, 1, 1-dimethylethyl ester 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



t-BuO 




NH2 
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AB The authors report the synthesis and bioactivity of enediol-based 

2, 6-dimethyltyrosine analogs I (X = NH, R = CONH2 ; X = NH, R = H; X = NH, 
R = CH20H; X = O, R = CONH2 ; X = O, R = H; X = O, R = CH20H) towards 
u-opioid receptor. For I (X = NH, R = CONH2; X = NH, R = H) , five 
stereoisomers of each compound were synthesized and their bioactivity 
evaluated, discovering certain stereoisomers with unexpected potency, 
selectivity, and efficacy. 

IT 503186-38-7P 503186-39-8P 503186-40-1P 
503186-41-2P 503186-42-3P 503186-43-4P 
503186-44-5P 503186-45-6P 503186-46-7P 
503186-47-8P 503186-48-9P 

RL: BSU (Biological study, unclassified); SPN (Synthetic preparation); 
BIOL (Biological study); PREP (Preparation) 

(asym. preparation of enediol-based nonpeptidic analogs of dimethyltyrosine 
and their evaluation as n— opioid receptor agonists) 
RN 503186-38-7 CAPLUS 

CN Benzenepropanamide, a- [ (1S,2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- 
(phenylmethyl) ethyl]-, (aR) - (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-39-8 CAPLUS 



CN Benzenepropanamide, a- [ ( IS , 2E, 5R, 6S ) -6-amino-l , 5-dihydroxy-7- (4 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l 
(phenylmethyl) ethyl]-, (aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Ph 




RN 503186-40-1 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5S, 6S) -6-amino-l , 5-dihydroxy-7- (4 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l 
(phenylmethyl) ethyl] -, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Ph 




RN 503186-41-2 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l 
(phenylmethyl) ethyl]-, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-42-3 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l , 5-dihydroxy-7- (4 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l 
(phenylmethyl) ethyl] -, (aS)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-43-4 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl] -N- (2-phenylethyl) -, (aR) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




RN 503186-44-5 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6S ) -6-amino-l , 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl] -N- (2-phenylethyl) -, (aR) - 
(9CI) (CA INDEX' NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-45-6 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- (2-phenylethyl ) -, (aR) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 503186-46-7 CAPLUS 



CN Benzenepropanamide, a- [ ( 1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxy-2, 6-dimethylphenyl ) -2-heptenyl] -N- ( 2-phenylethyl ) -, (ccR) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




RN 503186-47-8 CAPLUS 

CN Benzenepropanamide , a- [ ( 1R, 2E, 5S, 6S ) -6-amino-l , 5-dihydroxy-7- ( 4- ' 
hydroxy-2, 6-dimethylphenyl) -2-heptenyl] -N- (2-phenylethyl) -, (aS) - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



Me OH OH O 




RN 503186-48-9 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxy-2, 6-dimethylphenyl.) -2-heptenyl] -N- [ ( IS) -1- (hydroxymethyl ) -2- 
phenylethyl]-, (cxR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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AB A stereodiversified library of all 16 stereoisomers of 1,5-enediol I was 
synthesized, and these compds . were screened for mu opioid receptor (MOR) 
binding. The stereochem. configuration of I strongly impacted the binding 
affinity, and (S,S,S,R)-I exhibited a Ki of 8.8 nM for MOR, comparable to 
that of endomorphin-2 (Ki = 1.2 nM) . Moreover, compds. I exhibited 
5-86-fold selectivity for MOR over delta opioid receptor (DOR) and 
16-150-fold selectivity for MOR over kappa opioid receptor (KOR) . Addnl . , 
analogs of I were synthesized which showed that the trans configuration of 
the olefin was important for receptor binding but modifications of the 
C-terminal amino acid were well tolerated. Of these analogs, -tetrads II 
are noteworthy because they retain only one of the amide bonds present in 
endomorphin-2, but bind MOR with an affinity of 10 nM and 110- and 
600-fold selectivity for MOR over DOR . and KOR. These results demonstrate 
the utility of stereochem. diversity in the discovery of bioactive small 
mols . 
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RL: PAC (Pharmacological activity); SPN (Synthetic preparation); BIOL 
(Biological study); PREP (Preparation) 

(preparation of amino (dihydroxy) nonenamides arid derivs . as nonpeptidi 
high-affinity u-opioid receptor ligands) 
RN 479495-67-5 CAPLUS 

CN Benzenepropanamide, a- [ (1R,2E, 5R, 6R) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl ) ethyl ] - 
(ccS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-68-6 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] - 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-69-7 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl ] - 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-70-0 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6R) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] - 
(aS)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-71-1 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6R) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl). ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-72-2 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-73-3 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-74-4 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(ctR)- (9CI) (CA INDEX NAME) * • 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-75-5 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- ( 4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] -, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-76-6 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

. hydroxyphenyl) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl ] -, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-77-7 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-78-8 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-79-9 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5R, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl ] 
(otS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-80-2 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aS)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-81-3 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] -, 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479495-82-4 CAPLUS 

CN Benzenepropanamide, ct- [ ( IS, 2E, 5S, 6R) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] -, 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



HO' 




RN 479495-83-5 CAPLUS 

CN Benzenenonanamide, r|-amino-N- [ (IS) -2-amino-2-oxo-l- 

( phenylmethyl) ethyl] ~P,C 4-trihydroxy-a- (phenylmethyl) -, 
(aR,ps,CS,nS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 479495-84-6 CAPLUS 

CN Benzenenonanamide, r|-amino-N- [ ( IS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] -p,Cr 4-trihydroxy-a- (phenylmethyl ) -, 
(aR,pR,£S,TiS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



OH .OH 0 




RN 479495-85-7 CAPLUS 

CN Benzenenonanamide, r|-amino-N- [ ( IS ) -2-amino-2-oxo-l- 

( phenylmethyl) ethyl] -p, 4-trihydroxy-a- (phenylmethyl) -, 
(aR,PR,CR,T|S) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 479495-86-8 CAPLUS 

CN Benzenenonanamide, rj-amino-N- [ ( IS) -2-amino-2-oxo-l- 

(phenylmethyl) ethyl] -p,Cf 4-trihydroxy-a- (phenylmethyl) -, 
(aR,pS,CR /T iS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 479496-03-2 CAPLUS 

CN Benzenepropanamide, a- [ (1S,2Z,5S,6S) -6-amino-l, 5-dihydroxy-7- ( 4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN. 479496-04-3 CAPLUS 

CN Benzenepropanamide, a- [ (1R,2Z, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-05-4 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2Z, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-06-5 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2Z, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

. hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-11-2 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxyphenyl) -2-heptenyl] -N- (2-phenylethyl ) -, (aR) - ( 9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



OH OH O 




RN 479496-12-3 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxyphenyl) -2-heptenyl] -N- (2-phenylethyl ) - , (aR) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



OH OH 0 




RN 479496-13-4 CAPLUS 

CN Benzenepropanamide , a- [ ( 1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 
hydroxyphenyl) -2-heptenyl] -N- (2-phenylethyl ) -, (aR) - (9CI ) (CA 
INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



OH OH O 




RN 479496-14-5 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 5S, 6S ) -6-amino-l , 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -1- (hydroxymethyl ) -2-phenylethyl] -, 
(aR)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-15-6 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 5S, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl ) -2-heptenyl] -N- [ (IS) -1- (hydroxymethyl ) -2-phenylethyl] -, 
(ctR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



.OH 

OH OH 0 > 




RN 479496-16-7 CAPLUS 

CN Benzenepropanamide, a- [ (1R,2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -1- (hydroxymethyl) -2-phenylethyl] -, 
(ctR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 



.OH 

OH OH 0 < 




RN 479496-17-8 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 5S, 6S) -6-amino-l , 5-dihydroxy-7- (4- 

. hydroxyphenyl) -2-heptenyl] -N- [ ( IS, 2R) -2-hydroxy-l- (phenylmethyl) -3- 
butenyl]-, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-18-9 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5S, 6S ) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (1S,2R) -2-hydroxy-l- (phenylmethyl ) -3- 
butenyl]-, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 479496-19-0 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 5R, 6S) -6-amino-l, 5-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS, 2R) -2-hydroxy-l- (phenylmethyl ) -3- 
butenyl]-, (aR) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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=> d 16 scan 



L6 16 ANSWERS REGISTRY COPYRIGHT 2006 ACS on STN 

IN Benzenepropanamide, a- [ (IS, 2E, 4R, 6S) -6-amino-l , 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(<xR)- (9CI) 

MF C31 H37 N3 05 

Absolute stereochemistry. 
Double bond geometry as shown. 
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AB Using olefin cross-metathesis, the authors synthesized a novel 

stereodi versified library of I containing a trans-1, 4-enediol . Screening this 
library for mu opioid receptor (MOR) affinity identified multiple 
high-affinity ligands and revealed that the stereochem. configuration 
varied widely among those ligands having the highest affinity. It was not 
possible to predict the configurations of the most active I stereoisomers 
on the basis of the configuration of endomorphin-2 , a known MOR peptide 
ligand, validating the diversity-based approach to ligand discovery. 
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(unpredictable stereochem. preferences for mu opioid receptor activity 
in an exhaustively stereodiversif ied library of enediols in relation to 
partial agonist activity) 
RN 507276-41-7 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 4R, 6R) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylrnethyl ) ethyl] 
(ccR)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-43-9 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 4R, 6R) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylrnethyl) ethyl] 
(<xS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-45-1 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 4R, 6R) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylrnethyl ) ethyl] -, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-47-3 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 4R, 6R) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylrnethyl ) ethyl] -, 
(aS)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-49-5 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 4S, 6R) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-51-9 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 4S, 6R) -6-amino-l, 4-dihydroxy-7- ( 4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-53-1 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 4S, 6R) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-55-3 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E, 4S, 6R) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] -, 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-57-5 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 4R, 6S ) -6-amino-l , 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] -, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-59-7 CAPLUS 

CN Benzenepropanamide, a- [ (1R, 2E, 4R, 6S) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl ] -, 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-61-1 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 4R, 6S) -6-amino-l, 4-dihydroxy-7- ( 4- 

hydroxyphenyl ) -2-heptenyl] -N- [ ( IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-63-3 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 4R, 6S ) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ ( IS ) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(ccS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-65-5 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 4S, 6S ) -6-amino-l, 4-dihydroxy-7- ( 4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-67-7 CAPLUS 

CN Benzenepropanamide, a- [ ( 1R, 2E, 4S, 6S ) -6-amino-l, 4-dihydroxy-7- ( 4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(aS)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-69-9 CAPLUS 

CN Benzenepropanamide, a- [ ( IS, 2E, 4S, 6S) -6-amino-l, 4-dihydroxy-7- ( 4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl ) ethyl] 
(ctR)- (9CI) (CA INDEX NAME) 1 ■ 

Absolute stereochemistry. 
Double bond geometry as shown. 




RN 507276-71-3 CAPLUS 

CN Benzenepropanamide, a- [ (IS, 2E,4S, 6S) -6-amino-l, 4-dihydroxy-7- (4- 

hydroxyphenyl) -2-heptenyl] -N- [ (IS) -2-amino-2-oxo-l- (phenylmethyl) ethyl] -, 
(aS)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 
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